Electrospray mass spectrometry in the differentiation of some isomeric trimethylfurocoumarins.
Electrospray mass spectrometry (ES-MS) was successfully employed for the structural differentiation of six isomeric trimethylfurocoumarins of possible pharmaceutical interest. Two different approaches were employed. The first was based on MS(n) experiments of MH(+) ions. Although the product ion spectra of MH(+) of the isomers are very similar, the MS(3) spectra of the collisionally generated [MH[bond]CO](+) ions show some characteristic differences. The second approach was based on complexation of the molecules with Li(+), Na(+) and K(+) using ESI-MS of sample solutions containing alkali ions in a 100:1 molar ratio with respect to the analyte. Significant differences were observed in complex production yields, and these were related to the dimension of the alkali ion and to the steric availability of chelating groups in the different isomers.